Appendix S1: Cartesian coordinates of the structures optimized using B3LYP/6-31+G(d). -1.212849 -0.148915 3.607408 N -1.165749 -0.365491 4.747683 C 3.730719 -0.026541 -0.676863 C 3.785708 -0.343855 -2.052183 N 3.801227 -0.610531 -3.194642 C -2.360527 -0.749559 1.599829 N -3.203387 (6) Cd (1) Water molecule hydrogen atoms were not located. ;
2010-10-29T14:49:31-00:00 _audit_creation_method 'WinGX routine CIF_UPDATE' 
#----------------------------------------------------------------------------# # ABSORPTION CORRECTION # #----------------------------------------------------------------------------# _exptl_absorpt_coefficient_mu
1.815 _exptl_absorpt_correction_type none 
#----------------------------------------------------------------------------# # DATA COLLECTION # #----------------------------------------------------------------------------
Refinement of F^2^ against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F^2^, conventional R-factors R are based on F, with F set to zero for negative F^2^. The threshold expression of F^2^ > 2\s(F^2^) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F^2^ are statistically about twice as large as those based on F, and Rfactors based on ALL data will be even larger. 
#----------------------------------------------------------------------------# # MOLECULAR GEOMETRY # #-------------------------------------------------------------------------
---# _geom_special_details ; All s.u.'s (except the s.u. in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell s.u.'s are taken into account individually in the estimation of s.u.'s in distances, angles and torsion angles; correlations between s.u.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell s.u.'s is used for estimating s.u.'s involving l.s. planes.
